Large single crystals of 6 grew from anhydrous acetone Figure S2 -S5 Structure determination ( 1 H, 13 C and 19 F NMR) and purity analysis of 2-fluoro-2,2'-dinitroethanol used in this work Figure S6 -S9 Structure determination ( 1 H, 13 C, 15 N and 19 F NMR) of 6 Figure S10 FT-IR plot of 6 Figure S11 -S14 Crystal structure of 4 and 6 Table S1 Crystal data and structure refinement details for 4, 6, 6-A and 6-M, respectively Table S2 -S5 Bond lengths, bond angles and crystal structure coordinates for 4 at 293(2)K Table S6 -S9 Bond lengths, bond angles and crystal structure coordinates for 6-A at 130K Table S10 -S15 Bond lengths, bond angles and crystal structure coordinates for 6-M at 293(2)K Table S16 -S19 Bond lengths, bond angles and crystal structure coordinates for 6-M at 130K Scheme S1 Isodesmic reaction Table S20 Geometry parameters, position of bond critical points (BCPs), electronic density (ρ BCP ), its Laplacian ( 2 ρ BCP ) and potential energy density (V) at BCPs. E XB is the dissociation energy of intra-and intermolecular bonds in crystals.
Electronic Supplementary Material (ESI) for RSC Advances. This journal is © The Royal Society of Chemistry 2017 Table S1 . Crystal data and structure refinement details for 4, 6 re-crystallized from acetone (6-A) and methanol (6-M), respectively 4 6-A (130K) 6-M (293K) 6-M (130K) (1) N (2) 2258 (2) 979 (3) 1534 (1) 56 (1) N (3) 76 (1) 2751 (2) 2877 (1) 42 (1) N (4) 2325 (1) 544 (2) 2932 (1) 42 (1) O (1) 1419 (2) 1916 (2) 1068 (1) 62 (1) C (1) 734 (2) 2275 (2) 2223 (1) 40 (1) C (2) 1825 (2) 1221 (2) 2246 (1) 39 (1) C (3) 553 (2) 2126 (2) 3519 (1) 37 (1) C (4) 1697 (2) 999 (2) 3544 (1) 37 (1) ________________________________________________________________________________ Table S6 . Atomic coordinates ( x 10 4 ) and equivalent isotropic displacement parameters (Å 2 x 10 3 ) for 6-A at 130K. U(eq) is defined as one third of the trace of the orthogonalized U ij tensor. (2) 3465 (1) 3376 (1) 37 (1) O (1) 489 (2) 3819 (2) 3844 (2) 49 (1) O (2) 1213 (3) 3397 (2) 2818 (2) 48 (1) O (3) 2057 (2) 5530 (2) 3331 (1) 31 (1) O (4) 3558 (2) 4929 (2) 2715 (1) 37 (1) O (5) 3922 (2) 4663 (1) 4418 (1) 28 (1) O(6) 5000 5000 7290 (2) 45 (1) N (1) 1299 (2) 3726 (2) 3406 (2) 33 (1) N (2) 2761 (2) 4924 (2) 3166 (1) 26 (1) N (3) 3736 (2) 4642 (2) 5625 (2) 26 (1) N (4) 4002 (3) 4712 (2) 6880 (2) 38 (1) C (1) 2586 (3) 4068 (2) 3605 (2) 25 (1) C (2) 2706 (3) 4268 (2) 4381 (2) 27 (1) C (3) 4368 (3) 4814 (2) 5068 (2) 23 (1) C (4) 4390 (3) 4829 (2) 6232 (2) 27 (1) ________________________________________________________________________________ 
Symmetry transformations used to generate equivalent atoms: 
C (4) 23 (1) 34 (2) 24(2) 1(1) 2(1) 10(1) (2) F (2) 7305 (5) 4111 (4) 1539 (5) 78 (2) N (1) 13966 (5) 2690 (5) -155 (7) 55 (2) N (2) 13667 (5) 3737 (5) 1529 (7) 58 ( N (7) 7543 (10) 2864 (7) 3077 (12) 95 (3) N (8) 7576 (8) 4590 (6) 3676 (6) 62 (2) O (1) 14491 (5) 3326 (4) 688 (6) 65 (2) O (2) 9895 (4) 1788(3) -244 (4) 41 (1) O (3) 9535 (4) 3120 (3) 1512 (4) 39 (1) O (4) 10398 ( (6) 92 (2) O (7) 8543(8) -485(6) 949 (7) 102 (3) O (8) 6854 (7) 2408 (6) 2240 (11) 113 (3) O (9) 7964 (7) 2646 (5) 4015 (8) 79 (2) O(10) 6519(6) 4600 (7) 3885 (7) 101 (3) O (11) 8342 (7) 5107 (5) 4121 (6) 82 (2) C (1) 12814 (5) 2712 (5) 159 (7) 42 (2) C (2) 12634 (6) 3345 (4) 1166 (7) 41 (2) C (3) 10671 (5) 3021 (4) 1172 (6) 32 (1) C (4) 10884 (5) 2299 (4) 119 (6) 32 (1) C (5) 10086 (6) 1042 (5) -1203 (7) 43 (2) C(6) 9194(6) 205(4) -943(6) 39 (1) C (7) 9310 (6) 3853 (5) 2464 (6) 39 (2) C (8) 7993 (8) 3819 (7) 2701 ( (10) O(2)-C(4) 1.339 (7) O(2)-C(5) 1.431 (7) O(3)-C(3) 1.311 (7) O(3)-C(7) 1.421 (7) C ( (4) O (1) 40 (3) 69 (3) 86 (5) -18(3) 3(3) -11 (2) O (2) 36 (2) 38 (2) 49(3) -13 (2) 11 (2) -5(2) O (3) 41 (2) 36 (2) 41(3) -10 (2) 8 (2) 2 (2) O (4) 80 (4) 58 (3) 66(4) -22 (3) 10 (3) 9 (3) O (5) 95 (4) 66 (3) 51 (3) -7(3) -15(3) -35 (3) O (6) 112 (6) 113 (6) 50 (4) 1 (3) -28 (4) 20 (5) O (7) 129 (6) 125 (6) 51 (4) -14(4) 35 (4) -57 (5) O (8) 104 (6) 76 (5) 159 (9) -14(5) 8(6) -44 (4) O (9) 108 (5) 62 (4) 66 (4) 17 (3) -6(4) 12 (3) O (10) 76 (4) 148 (7) 80 (5) -12 (4) 22 (4) 55 (4) O (11) 119 (5) 73 (4) 54 (4) -26 (3) 22 (4) 2 (4) C (1) 34 (3) 36 (3) 55 (4) -2(3) 5 (3) 1 (2) C (2) 42 (4) 29 (3) 52 (4) 6(3) 3(3) -2 (3) C (3) 36 (3) 24 (3) 35 (3) 2 (2) 1 (3) 2 (2) C (4) 35 (3) 27 (3) 34 ( 
______________________________________________________________________________
127.3 (9) O ( #1 -x+3/2,y,z-1/2 #2 x-1/2,-y+1,z #3 -x+5/2,y,z+1/2 (1) 5479 (1) 3013 (2) 27 (1) F (2) 7654 (1) 9164 (1) 5712 (1) 26 (1) O (1) 382 (2) 8254 (1) 4870 (2) 27 (1) O (2) 5086 (1) 6809 (1) 3794 (1) 18 (1) O (3) 5457 (1) 8163 (1) 5571 (1) 17 (1) O (4) 4533 (2) 4033 (1) 2020 (2) 27 (1) O (5) 6501 (2) 3940 (1) 1676 (2) 28 (1) O (6) 4538 (2) 4625 (1) 4744 (2) 33 (1) O (7) 6505 (2) 4541 (2) 5034 (2) 38 (1) O (8) 8111 (2) 7382 (2) 6460 (2) 40 (1) O (9) 7107 (2) 7627 (1) 8248 (2) 31 (1) O (10) 6593 (2) 10148 (1) 8306 (2) 31 (1) O (11) 8494 (2) 9684 (2) 8035 (2) 34 (1) N (1) 933 (2) 7639 (1) 3957 (2) 24 (1) N (2) 1227 (2) 8668 ( (2) 24 (1) C (1) 2102 (2) 7678 (2) 4248 (2) 18 (1) C (2) 2279 (2) 8311 (1) 5325 (2) 18 (1) C (3) 4078 (2) 7311 (1) 4180 (2) 15 (1) C (4) 4284 (2) 8032 (1) 5257 (2) 15 (1) C (5) 4884 (2) 6049 (2) 2819 (2) 18 (1) C (6) 5796 (2) 5205 (1) 3091 (2) 17 (1) C (7) 5651 ( (1) O (6) 39 (1) 41 (1) 20 (1) 1 (1) 8(1) -6 (1) O (7) 46 (1) 46 (1) 21 (1) -4(1) -12 (1) 19 (1) O (8) 43 (1) 36 (1) 41 (1) -2(1) 4 (1) 19 (1) O (9) 40 (1) 25 (1) 27 ( 
